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Equipment. 



Hardware and software systems manufactured by Perkin 
Elmer / Sciex have been modified for our medicinal 
chemistry department to allow for rmnlirial analyst input 
and maximum reliability. To simplify user access, a 
mMtifiinctional user interface controls all the system 
components. : 
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All samples must be filed ^tffin the "Default 
Acquisition" folder. If a user is entering multiple samples, 
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\#th ffie per ftaiiae., dalfc and mmmeMd mn number (ex, 
BiU 7/7/97 001). Clfeking pn the *save" button enters the 
sappte into the queue and the system n©tifieis the user into 
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Once the vial is in the requested position the user clicks 
the "OK" button and the mass spec takes over. 
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RESULTS FORMAT 



At the end of the run, a post-run "Apple Script" is 
automatically activated that selects the largest peak in the 
total ion chromatograph (TIC), generates spectra in both 
positive and negative modes, and spools a one page print 
^ out that contains the TIC, and the two spectra. Results 
appear on the printout only. No on-screen information will 
be available. Below is an example of a single run of our 
r standard mix which contains 4 compounds with individual 

I molecular weighs as follows: #Httiho berizamidme-1 35, 
I Terbutaline-225, Salbutamol-239, and leserpine-608. 
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SPEED AND UTILITY 



Though the software is designed to process 

batches as well as individual samples, the key to the utility 
of an open access system is its availability to the 
maximum number of users teo^opt tip work day. To 
maintain access, individual an! small batch runs are 
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same run through 6 second ^it^^g- JJ|^|is,: . f- 
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For this system, samples are entered individually. 
Additional samples can be entered into the system while 
others are running. This builds a sample queue that will 
run until complete. Individual runs take 2 minutes and 45 
seconds from "Go" to "print out*', however a batch of 
queued samples will be completed faster as multi-tasking 
takes place during printing. No data manipulation is 
required or is possible and print outs are available on the 
"MS APF printer located next to tie AfTlI. Logging in 
samples at the lab entrance is no longer necessary and all 
data files will be discarded at the end of eaclh week. To 
maintain system reliability, samples should be in Perkin 
Elmer approved autosampler vials and dissolved in the 
standard ms buffer; H 2 0 : MeOH : ACN (1:1:1). 
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